Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.014 Å; R factor = 0.045; wR factor = 0.131; data-to-parameter ratio = 8.4.
The title compound, C 7 H 5 BrClNO 2 , crystallizes with two independent molecules in the asymmetric unit. In the absence of classical intermolecular interactions, the crystal structure exhibits relatively short intermolecular BrÁ Á ÁO distances [3.143 (9) and 3.162 (9)Å ].
Related literature
For the biological activity of the title compound, see: Colarusso & Narjes (2004) ; Kim et al. (2006) . For related crystal structures, see McArdle et al. (1982) .
Experimental
Crystal data Table 1 Selected interatomic distances (Å ).
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2001 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and local programs.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: CV2402).
rings in the two independent molecules are 45.8 (2) and 44.0 (3)°, respectively. In the abscence of classical intermolecular interactions, the crystal packing exhibits relatively short intermolecular Br···O distances (Table 1) .
A solution of 5-bromo-2-hydroxynicotinic acid (0.138 mol) and N, N-dimethylformamide (0.138 mol) in thionyl chloride (160 mL) was refluxed for 2 h. Thionyl chloride was evaporated and the yellow residue dissolved in anhydrous dichloromethane (200 mL), then anhydrous methanol was added dropwise. The resulting mixture was refluxed for 1 h and evaporated to afford slightly yellow oil which crystallized upon standing at room temperature. Crystals suitable for X-ray diffraction analysis were obtained by slow evaporation of an ethanol solution at room temperature over a period of one week.
Refinement
All H atoms were placed in calculated positions, with C-H = 0.93 or 0.96 Å, and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2-1.5 times U eq (C).
Figures Fig. 1 . Two independent molecules of (I) with atomic numbering and displacement ellipsoids drawn at the 40% probability level. 119.5 (9) H7B-C7-H7C 109.5 C1-N1-C5 117.0 (9) N2-C8-C9 125.6 (11) C8-N2-C12 116.7 (9) N2-C8-Cl2 114.0 (8) N1-C1-C2 125.8 (9) C9-C8-Cl2 120.4 (8) N1-C1-Cl1 113.3 (8) C8-C9-C10 116.4 (9) C2-C1-Cl1 120.9 (7) C8-C9-C13 126.8 (9)
